C 10 H7FN 2 O5, monoclinic, P21/n (no. 14), a = 8.5781(17) Å,
Source of materials
The title compound was prepared by typical esterification reaction via acyl chloride. Reacting 5-fluoro-1,3-bis (hydroxymethyl)pyrimidine-2,4(1H,3H)-dione with furan-2-carbonyl chloride in ice bath under the assistance of triethylamine for 24 h gave the crude product, than dissolved in ethyl acetate, washing with 20 mL 5% Na 2 CO 3 solution, and than extracting the aqueous phase twice through ethyl acetate. After washing the organic phase by a saturated NaCl solution, the organic phase was finally collected and dried with anhydrous Na 2 SO4. After filtration, the filtrate was concentrated under reduced pressure and the residue was separated by column chromatography (PE:EA = 3:1) to afford the title compound with moderate yield. Colorless needle crystals were obtained and recrystallized in acetone and CH 3 OH mixed solvent at room temperature for 15 days.
Experimental details
All hydrogen atoms were positioned geometrically and allowed to ride on their parent atoms. [4] [5] [6] . Although clinically valuable and effective, 5-FU discloses off target side-effects in the gastrointestinal tract and bone marrow that may pose severe problems during therapy [7] . To improve bioavailability of 5-FU, the prodrug approach was recently explored for its delivery, notably by chemically modifying with small molecules like glucoside [8] , peptide [9, 10] , sulfonyl [11] , ester [12] , and so on, that in most instances improved anticancer potency and therapeutic value of 5-FU. Inspired by the study on linking 5-FU with thiophenecarboxylic acid through esterification reaction as a anticancer photosensitizer [12] , we designed the title compound bearing ester of furancarboxylic acid. By multi-step reactions the title compound was obtained with moderate yield.
The asymmetric unit of the title structure contains one molecule (Figure) . The bond lengths and angles are in the normal ranges. Both the hexacyclic-ring and the pentacyclic-ring in the structure are planar with mean deviation of 0.0022(2) Å and 0.0018(8) Å, respectively, and the dihedral angle between the two rings is 76.59(6)°, indicating they are nearly perpendicular to one another.
